Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.007 Å; disorder in main residue; R factor = 0.066; wR factor = 0.163; data-to-parameter ratio = 12.8.
In the title compound, C 22 H 16 F 3 NO 7 S, the two benzene rings are almost perpendicular, the dihedral angle between their mean planes being 87.1 (1) . The terminal O atom of the benzoate moiety is disordered over two positions with site occupancies of 0.244 (15) and 0.756 (15). The crystal structure is stablized by two types of weak intermolecular C-HÁ Á ÁO hydrogen bonds.
Related literature
The title compound is an unexpected product in our recent synthesis route of phenanthridones alkaloids. It shows potent inhibitory activity against the MCF-7 cells, SK-N-SH cells and SPC-A-1 cells. For details of the synthesis, see: Banwell et al. (1995) Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: SMART (Siemens, 1996); cell refinement: SAINT (Siemens, 1996); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. 2,4a,5,6,11b-hexahydro-1,3-dioxolo[4,5-j] et al., 2003) , which is confirmed when a smaller amount of Tf 2 O is used. What makes us excited is that the unexpected product shows potent inhibitory activity (Matveenko et al., 2009) against the MCF-7 cells (IC50 = 4.46µg/ml), SK-N-SH cells (IC50 = 1.89µg/ml) and SPC-A-1 cells (IC50 = 1.35µg/ml).
In the crystal structure of the title compound, the two benzene rings are almost perpendicular, the dihedral angle between the mean planes of the rings is 87.1 (1)°. The terminal O atom of the benzoate moiety is disordered over two positions with site-occupancies of 0.244 (15) mmol) were dissolved in dry CH 2 Cl 2 (12 ml) and cooled to 0°C. To this mixture was added a solution of triflic anhydride (3.68 mmol) in dry CH 2 Cl 2 (2 ml) over a period of 15 min. The mixture was stirred overnight at ambient temperature. The reaction mixture was then washed with saturated NaHCO 3 solution, 1M hydrochloric acid and saturated NaHCO 3 solution, subsequently. The organic layer was evaporated, and the product was isolated by column chromatography on silica (eluent: petroleum ether/acetone = 5:1). Crystals suitable for X-ray analysis were grown by slow evaporation from acetone-ethanol solution at room temperature for two weeks. 1 H NMR (400 MHz, CDCl 3 , ppm): 8.11-8.04 (m, 2H), 7.65-7.56 (m, 2H), 7.47 (t, J = 7.7 Hz, 2H), 6.87 (s, 1H), 6.20 (dt, J = 10.6, 2.2 Hz, 1H), 6.09 (s, 2H), 6.01 (dd, J = 10.9, 0.9 Hz, 1H), 5.91 (ddd, J = 9.5, 5.5, 2.8 Hz, 1H), 4.67 (ddd, J = 10.6, 5.5, 2.7 Hz, 1H), 3.57-3.47 (m, 1H), 3.05 (dd, J = 13.5, 4.7 Hz, 1H), 1.73 (td, J = 12.9, 10.2 Hz,1H).
13
C NMR (101 MHz, CDCl 3 , ppm): 165.96, 163.58, 153.84, 147.76, 138.98, 133.38, 129.72, 129.46, 128.49, 125.65, 121.61, 109.76, 104.44, 102.54, 69.06, 63.96, 39.83, 30.84. supplementary materials sup-2 Refinement All H atoms were placed geometrically and treated as riding on their parent atoms with C-H are 0.96 Å (methylene) or 0.93 Å (aromatic), 0.82 Å (hydroxyl)and U iso (H) =1.2U eq (C). Figures   Fig. 1 . The molecular structure of the compound, with atom labels and 30% probability displacement ellipsoids for non-H atoms. 
